. Total Electronic Energies a (E, in a.u.), Zero-point correction of Energies (DZPE, in a.u. ) , and number of imaginary frequencies b (NIMAG) of all stationary points discussed in the main text for the methatesis reaction.
a Computed at . b The imaginary frequency in parenthesesis given in cm -1 . Cartesian coordinates (optimized at the B3LYP/6-31G(d) of all the stationary points discussed in the main text.
Type II 7
Standard orientation: 1 0 -4.307664 0.887402 -0.474895 ---------------------------------------------------------------------TS Standard orientation: ---------------------------------------------------------------------Center Atomic Atomic Coordinates (Angstroms) Number
Number Type X Y Z --------------------------------------------------------------------- 
Inter
Standard orientation: 193966 ---------------------------------------------------------------------
